Key indicators: single-crystal X-ray study; T = 100 K; mean (C-C) = 0.003 Å; disorder in main residue; R factor = 0.062; wR factor = 0.131; data-to-parameter ratio = 23.8.
Related literature
For pyrazole derivatives and their microbial activity, see: Ragavan et al. (2009 Ragavan et al. ( , 2010 . For related structures, see: Shahani et al. (2009 Shahani et al. ( , 2010a . For hydrogen-bond motifs, see: Bernstein et al. (1995) . For standard bond-length data, see: Allen et al. (1987) . For the stability of the temperature controller used in the data collection, see: Cosier & Glazer (1986) .
Experimental
Crystal data C 13 H 16 N 2 OS M r = 248.34 Orthorhombic, Pbcn a = 20.7342 (6) Å b = 11.1320 (3) Å c = 23.1608 (6) Å V = 5345.8 (3) Å 3 Z = 16 Mo K radiation = 0.23 mm À1 T = 100 K 0.37 Â 0.24 Â 0.14 mm
Data collection
Bruker APEXII DUO CCD areadetector diffractometer Absorption correction: multi-scan (SADABS; Bruker, 2009 ) T min = 0.920, T max = 0.969 33422 measured reflections 7837 independent reflections 5405 reflections with I > 2(I) R int = 0.066 Refinement R[F 2 > 2(F 2 )] = 0.062 wR(F 2 ) = 0.131 S = 1.14 7837 reflections 329 parameters H atoms treated by a mixture of independent and constrained refinement Á max = 0.57 e Å À3 Á min = À0.36 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Symmetry codes: (i) Àx þ 1 2 ; y þ 1 2 ; z; (ii) Àx þ 1 2 ; y À 1 2 ; z; (iii) x; Ày; z À 1 2 .
Data collection: APEX2 (Bruker, 2009 ); cell refinement: SAINT (Bruker, 2009 ); data reduction: SAINT; program(s) used to solve structure: SHELXTL (Sheldrick, 2008) ; program(s) used to refine structure: SHELXTL; molecular graphics: SHELXTL; software used to prepare material for publication: SHELXTL and PLATON (Spek, 2009 
Comment
Antibacterial and antifungal activities of the azoles are most widely studied and some of them are in clinical practice as anti-microbial agents. However, the azole-resistant strain had led to the development of new antimicrobial compounds. In particular pyrazole derivatives are extensively studied and used as antimicrobial agents. Pyrazole is an important class of heterocyclic compounds and many pyrazole derivatives are reported to have the broad spectrum of biological properties such as anti-inflammatory, antifungal, herbicidal, anti-tumour, cytotoxic, molecular modelling, and antiviral activities. Pyrazole derivatives also act as antiangiogenic agents, A3 adenosine receptor antagonists, neuropeptide YY5 receptor antagonists, kinase inhibitor for treatment of type 2 diabetes, hyperlipidemia, obesity, and thrombopiotinmimetics. Recently urea derivatives of pyrazoles have been reported as potent inhibitors of p38 kinase. Since the high electronegativity of halogens (particularly chlorine and fluorine) in the aromatic part of the drug molecules play an important role in enhancing their biological activity, we are interested to have 4-fluoro or 4-chloro substitution in the aryls of 1,5-diaryl pyrazoles. As part of our on-going research aiming the synthesis of new antimicrobial compounds, we have reported the synthesis of novel pyrazole derivatives and their microbial activities 2010) . The structure of the title compound is presented here.
In the asymmetric unit of the title compound, (Fig. 1) , the 1H-pyrazol ring (N1/N2/C7-C9) in molecule A (with maximum deviation of 0.0049 (17) Å at atom N2A) makes dihedral angle of 70.23 (11)° with phenyl ring (C1-C6). The corresponding values in molecule B are maximum deviation of 0.0112 (19) Å at atom N2B and 73.18 (12)°. The torsion angles of O1/C7/C8/S1 are 5.8 (3) and 7.0 (3)° in molecules A and B, respectively. The isobutane moiety (C10-C13) in molecule B is disordered over two positions with refined site-occupancies of 0.858 (5): 0.142 (5). The bond lengths (Allen et al.,1987) and angles are within normal ranges and comparable to those closely related structures (Shahani et al.,2009; 2010a, b, c) .
In the crystal packing ( Fig. 2) , pairs of intermolecular N2A-H2NA···O1B and N2B-H2NB···O1A hydrogen bonds link neighbouring molecules, generating R 2 2 (8) ring motifs (Bernstein et al., 1995) . Furthermore, N1A-H1NA···O1A i , N1B-H1NB···O1B ii and C10B-H10D···S1A iii hydrogen bonds (see Table 1 for symmetry codes) link the molecules into two-dimensional arrays parallel to the bc plane. The crystal structure is stablilized by weak π-π interactions [Cg1···Cg2 = 3.5698 (13) Å, symmetry code, 1/2-x, -1/2+y, z and Cg3···Cg4 = 3.5287 (12) Å, symmetry code, 1/2-x, 1/2+y, z]. Cg1
and Cg3 are the centroids of the 1H-pyrazole rings (N1B/N2B/C7B-C9B and N1A/N2A/C7A-C9A), Cg2 and Cg4 are the centroids of benzene rings (C1B-C6B and C1A-C6A).
Experimental
The compound was synthesized using the method available in the literature ) and recrystallized using the ethanol-chloroform 1:1 mixture. Yield: 71%. Mp: 489 K. supplementary materials sup-2
Refinement
The hydrogen atoms bound to C atoms were positioned geometrically [C-H = 0.93-0.98 Å] with U iso (H) =1.2 or 1.5U iso (C).
The hydrogen atoms attached to the N atoms were located from the difference map and refined freely, [N-H = 0.84 (3)-0.95
(3) Å]. The isobutane moiety (C10-C13) in molecule B is disordered over two positions with refined site-occupancies of 0.858 (5): 0.142 (5). The same U ij parameters were used for atom pair C11B and C11C. 0.0226 (7) 0.0114 (7) 0.0162 (7) 0.0012 (6) 0.0019 (6) −0.0002 (5) N1A 0.0223 (9) 0.0110 (8) 0.0166 (8) 0.0014 (7) 0.0013 (7) 0.0003 (6) N2A 0.0204 (9) 0.0111 (8) 0.0147 (8) −0.0002 (7) 0.0040 (7) −0.0004 (6) C1A 0.0306 (12) 0.0164 (10) 0.0218 (11) −0.0001 (9) 0.0074 (9) 0.0020 (8) C2A 0.0291 (12) 0.0181 (11) 0.0412 (15) −0.0059 (9) 0.0108 (11) 0.0011 (10) C3A 0.0224 (12) 0.0248 (12) 0.0486 (16) −0.0064 (10) 0.0006 (11) −0.0074 (11) C4A 0.0229 (12) 0.0302 (13) 0.0317 (13) 0.0015 (10) −0.0046 (10) −0.0034 (10) C5A 0.0216 (11) 0.0198 (10) 0.0235 (11) 0.0003 (8) 0.0020 (9) 0.0028 (8) C6A 0.0205 (10) 0.0166 (10) 0.0196 (10) 0.0005 (8) 0.0064 (8) 0.0002 (8) C7A 0.0212 (10) 0.0111 (9) 0.0131 (9) −0.0018 (8) −0.0023 (8) 0.0000 (7) C8A 0.0237 (10) 0.0111 (9) 0.0143 (9) −0.0008 (8) 0.0006 (8) 0.0005 (7) 120.6 (2) C13B-C11B-C10B 114.1 (2) C3A-C4A-H4AA 119.7 C13B-C11B-C12B 111.0 (2) C5A-C4A-H4AA 119.7 C10B-C11B-C12B 107.8 (2) C6A-C5A-C4A 119.5 (2) C13B-C11B-H10F 146.1 C6A-C5A-H5AA 120.2 C12B-C11B-H10F 97.6 C4A-C5A-H5AA 120.2 C13B-C11B-H11B 107.9 C5A-C6A-C1A 119.9 (2) C10B-C11B-H11B 107.9 C5A-C6A-S1A 124.09 (16) C12B-C11B-H11B 107.9 C1A-C6A-S1A 115.95 (17) H10F-C11B-H11B 78.8 O1A-C7A-N2A 122.10 (18) C10B-C11B-H13H 130.6 O1A-C7A-C8A 132.11 (18) C12B-C11B-H13H 119.7 N2A-C7A-C8A 105.74 (17) H10F-C11B-H13H 137.3 C9A-C8A-C7A 107.20 (17) H11B-C11B-H13H 70.8 C9A-C8A-S1A 126.62 (16) C10B-C11C-C13B 121.3 (11) C7A-C8A-S1A 126.10 (15) C10B-C11C-C12B 104.0 (10) N1A-C9A-C8A 108.13 (18) C13B-C11C-C12B 105.6 (10) N1A-C9A-C10A 121.20 (18 Symmetry codes: (i) −x+1/2, y+1/2, z; (ii) −x+1/2, y−1/2, z; (iii) x, −y, z−1/2. Fig. 1 supplementary materials sup-11 Fig. 2 
